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Analytical chemical sensing based on high resolution rotational molecular spectra has been recognized as a viable
technique for decades. We recently demonstrated a compact implementation of such a sensor a. Future generations of
these sensors will rely on automated algorithms for quantification of chemical dilutions based on their spectral libraries, as
well as identification of spectral features not present in spectral catalogs. Here we present an algorithm aimed at detection
of unidentified lines in complex molecular species based on spectroscopic libraries developed in our previous projects. We
will discuss the approaches suitable for data mining in feature-rich rotational molecular spectra.
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